Key indicators: single-crystal X-ray study; T = 295 K; mean (C-C) = 0.004 Å; R factor = 0.061; wR factor = 0.149; data-to-parameter ratio = 15.8.
There are two molecules in the asymmetric unit molecule of the title compound, C 8 H 10 ClN 3 O 2 . Intramolecular N-HÁ Á ÁO hydrogen bonds stabilize the molecular structure. There are no classical intermolecular hydrogen bonds in the crystal structure.
Related literature
For the biological activity of 6-chloro-N-isopropyl-3-nitropyridin-2-amine derivatives, see: Lan et al. (2010) ; Bavetsias et al. (2010) . For bond-length data, see: Allen et al. (1987) . Table 1 Hydrogen-bond geometry (Å , ). et al., 2010; Bavetsias et al., 2010) . The title compound is one of the key intermediates in our synthetic investigations of anticancer drugs. Now we synthesized the title compound and report here its molecular and crystal structures. In the title compound, C 8 H 10 ClN 3 O 2 , (Fig. 1) , the bond lengths and angles are within normal ranges (Allen et al., 1987) . In crystal, there are two molecules of the compound observed in the asymmetric unit. The intramolecular hydrogen bond N2-H2···O2 (N2···O2 = 2.660Å) stabilizes the almost coplanar arrangement of the N2-C5-C4-N3-O2 plane and pyridine ring. And there are no classical hydrogen bonds observed in the crystall packing ( Fig. 2) .
Experimental
D-HÁ Á ÁA D -H HÁ Á ÁA D Á Á ÁA D -HÁ Á ÁA N2-H2Á Á ÁO2 0.
A solution of 0.58 g (3.0 mmol) of 2,6-dichloro-3-nitropyridine in 20 ml of dichloromethane was stirred in the ice-water bath for a few minutes, then 0.38 ml (4.5 mmol) isopropylamine was added dropwise. The reaction was stirred in the ice-water bath for 4 h, concentrated under reduced pressure and purified by silica gel column chromatography. Crystals suitable for X-ray analysis were obtained by slow evaporation from a solution of dichloromethane.
Refinement
All H atoms were positioned geometrically and refined as riding (C-H = 0.93Å-0.98Å, N-H = 0.86Å) and allowed to ride on their parent atoms, with U iso (H) = 1.2-1.5U eq (parent). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
